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Figure S1. The RMSD profiles of MD simulations of the G2099A mutant 50S ribosomal subunit
with the ligands (37A and 32A). The RMSD values of complexes between A. G2099A mutant 50S
ribosomal subunit and 37A (40 ns), B. G2099A mutant 50S ribosomal subunit and 32A (50 ns). The
RMSD values of Calpha [RMSDCa], backbone [RMSDBDb] and all-heavy atom [RMSDAII] are
shown in red, blue and green, respectively.

Figure S2. Superposition of two complexes including the last structures obtained from the MD and
the complexes obtained from docking. The RMSD values of the structures aligned by PyMOL
including the last structure from the MD and the complex obtained from docking are 2.971 and
2.802 respectively. A. G2099A mutant 50S ribosomal subunit with the ligand of 37A (ligand of MD
structure colored in cyan while that of docking structure colored in green). B. G2099A mutant 50S
ribosomal subunit with the ligand of 32A (ligand of MD structure colored in yellow while that of

docking structure colored in green).



Table S1. The interaction of hydrogen bonds between G2099A Large Ribosomal Subunits (PDB ID:
1YHQ) and 37A.

Atoms in the Atoms in the Hydrogen Hydrogen
Ribosomal Subunits compound of 37A bond (A) bond angle (9
A2096:HO2* N5 2.96685 93.301
U2539:HO2* N6 2.41225 137.64
G2611:H21 N4 2.85933 100.832
G2611:H22 N4 2.87959 99.593
U2539:02* H 2.42987 131.918
G2102:06 HO 1.88273 139.413
G2540:04* HN 2.35251 133.353
U2541:01P H71 2.20592 138.283
U2541:02P H72 2.7853 107.691
G2540:02* H9 3.0211 131.659
C2487:02 H14 2.97564 119.237
C2487:02 H18 2.88956 124.92
C2487:02 H262 2.72872 147.806
G2540:03* H271 2.51887 124.234
U2541:01P H271 2.85225 144.548
G2540:02P H321 2.87207 135.135
G2540:04* H321 3.04212 108.171
A2612:02P H391 2.97613 112.645
G2611:01P H42 2.67351 138.227
A2096:02* H43 3.07161 108.25
U2539:03* H43 2.91484 97.039
U2539:02 H43 2.95632 127.691
A2095:02P H451 2.79739 123.175
G2097:02P H451 2.68124 130.17
G2094:01P H461 2.72497 130.008

A2095:02P H462 2.98838 121.184




Table S2. The interaction of hydrogen bonds between G2099A mutant 50S ribosomal subunit (PDB
ID: 1YHQ) and 32A.

Atoms in the Atoms in the Hydrogen Hydrogen
Ribosomal Subunits compound of 32A bond (A) bond angle (9
A2096:HO2* N5 3.06553 93.523
G2540:03* H 2.95635 108.724
U2607:02 HN81 2.71897 113.96
U2539:02 HN82 2.3227 107.616
A2100:H2 010 3.06658 119.984
A2538:H8 03 2.76265 171.798
C2487:02 H18 2.60408 157.811
G2540:03* H261 2.95574 125.148
U2541:01P H261 2.73889 157.804
C2487:02 H262 2.81356 142.666
U2539:02* H263 2.7299 131.989
C2487:02 H273 2.71451 145,599
C2104:04* H291 2.51104 159.424
G2540:02P H321 3.07242 129.665
G2097:06 H391 3.08428 99.571
A2612:02P H391 2.4956 130.538
G2097:N7 H392 2.33957 156.451
G2611:01P H411 2.84204 126.264
G2097:02P H42 3.02797 119.662

U2541:02P H46 3.00114 119.815




Table S3. The interaction of hydrogen bonds between G2099A mutant 50S ribosomal subunit (PDB
ID: 1YHQ) and 37A after molecular dynamic simulation.

Atoms in the Atoms in the Hydrogen Hydrogen bond
Ribosomal Subunits compound of 37A bond (A) angle (°)
G2540:02P HNS81 2.3992 108.134
G2540:01P HN82 1.94309 145.085
A2099:H61 01 2.93832 97.458
A2099:H62 010 242 139.205
G2609:03* H71 2.52201 117.977
G2609:02* H71 2.10957 149.878
G2094:H5*1 N5 2.94857 102.83
A2100:H2 010 2.63975 139.747
G2540:02* H14 2.74295 136.987
G2102:06 H18 2.58355 131.962
C2487:02 H262 2.49572 173.107
C2487:N3 H272 2.82287 142.596
G2102:06 H273 2.26064 116.773
G2540:01P H42 2.70026 91.635
U2607:04 H451 2.03383 131.991
A2095:02P HA452 2.52185 124.369
A2096:02* HA452 2.25123 126.036

U2607:04 H462 2.86777 106.765




Table S4. The interaction of hydrogen bonds between G2099A mutant 50S ribosomal subunit (PDB
ID: 1YHQ) and 32A after molecular dynamic simulation.

Atoms in the Atoms in the Hydrogen Hydrogen bond
Ribosomal Subunits compound of 32A bond (A) angle (°)
U2539:01P H 1.56196 171.248
G2102:H1 o7 2.06622 160.233
G2102:H21 o3 2.7009 141.187
C2104:H41 o7 2.65715 148.637
U2539:HO2* N5 2.00121 145.234
G2611:H21 N7 2.58771 119.323
U2620:H3 01 3.05445 93.8
U2541:04* HO 2.88069 110.223
C2104:02 HN 1.91101 158.846
C2104:N3 H7 2.88319 115.454
U2539:02 HN82 2.82441 111.826
U2539:H1* N5 2.64062 134.268
G2540:H1* 010 2.78106 147.738
C2104:02 H2 2.67482 129.96
C2104:02* H10 2.1922 172.484
G2102:06 H18 2.53202 157.698
U2539:01P H261 2.92808 97.267
A2486:N1 H262 2.92429 112.876
C2487:N3 H262 2.26448 139.975
G2102:06 H263 2.64451 142.07
C2487:02 H272 2.29241 144.62
U2539:01P H273 2.98835 90.525
A2486:N3 H282 2.26028 152.894
C2104:02* H291 2.18647 151.558
U2645:02 H321 2.98063 117.358
U2645:02 H322 3.07726 110.107
G2097:06 H391 2.90565 120.308
G2540:01P H392 2.87747 122.421

G2540:01P H42 2.32524 154.78




Table S5. HMRS and NMR spectra checklist for the intermediates and target compounds.

Compounds HRMS "H NMR B3C NMR
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Current Data Parameters

NAME LXT-5
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date 20201127

Time 20.53h
INSTRUM spect
PROBHD Z116098 0436 (
PULPROG #g30
D 6
SOLVENT DMSO
NS 128

DS 2

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 98.25

Dw 62.400 usec
DE 6.50 usec
TE 298.0 K

Dl 1.00000000 sec
TDO 1

SFO1 400.1524709 MHz
IH

P1 9.78 usec
PLWI 15.00300026 W

F2 - Processing parameters.

SI 655?6

SF 400.1500020 MHz
EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00
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Current Data Parameters

NAME LXT-6
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date 20201211

Time 10.34h

INSTRUM spect
PROBHD Z116098 0436 (
PULPROG 2g30

™D 65536

SOLVENT DMSO
NS 16

Ds 2

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 40894465 sec
RG 127.24

DW 62.400 usec
DE 6.50 usec
TE 298.0K

DI 1.00000000 sec
TDO 1

SFOL 400.1524709 MHz
U 1H

P1 9.78 usec
PLW1 15.00300026 W

F2 - Processing parameters
SI 6555‘6
SF 400.1500026 MHz

WDW EM
SSB
LB 0.30 Hz
GB 0

ppm  PC 1.00
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F2 - Acquisition Parameters
Date 20210308
Time 833 h
INSTRUM spect
PROBHD Z116098 0436 (
PULPROG zg30
D 65536
SOLVENT DMSO
NS
Ds 2
SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 111.98
Dw 62.400 usec
DE 6.50 usec
TE 298.0 K
D1 1.00000000 sec
TDO 1
SFO1 400.1524709 MHz
NUC1 1H
P1 9.78 usec
PLW1 15.00300026 W
F2 - Processing gammeters
SI 65536
SF 400.1500020 MHz
l WDW EM
L A J SSB 0
LB 0.30 Hz
T T T T T T T T T T T 1 GB 0
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Current Data Parameters

NAME LXT-92
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20220505

Time 1853 h
INSTRUM spect
PROBHD Z116098_0436 (
PULPROG zg30

TD 65536
SOLVENT CDCI3
NS 16

DS 2

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 143.44

DwW 62.400 usec
DE 6.50 usec
TE 298.0 K

D1 1.00000000 sec
TDO 1

SFOI1 400.1524709 MHz
IH

Pl 9.78 usec
PLW1 15.00300026 W

F2 - Processing parameters
SI 65536
SF 400.1500000 MHz

WDW EM
55B 0
LB 0.30 Hz
GB 0

PC 1.00
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Current Data Parameters

NAME FBZ-77-1
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date 20190911
Time 16.10h
INSTRUM s

pect
PROBHD Z116098 0436 (
PULPROG zg30
D 65536

SOLVENT DMSO
NS 16

DS 2

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 40894465 sec
RG 8.25

DW 62.400 usec
DE 6.50 usec
TE 299.0K

D1 1.00000000 sec
TDO

1
SFO1 400.1524709 MHz
IH

Pl 9.69 usec
PLW1 15.00300026 W

F2 - Processing parameters
SI 655?6
SF 400.1500021 MHz

WDW EM
SSB 0

LB 0.30 Hz
GB 0

PC 1.00
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Current Data Parameters

NAME FBZ-81
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date 20191021

Time 13.15h
INSTRUM spect
PROBHD Z116098 0436 (
PULPROG zg30

™D

SOLVENT CDCI3

Ds 2

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 47.35

DW 62.400 usec
DE 6.50 usec

TE 298.0 K

DI 1.00000000 sec
TDO 1

SFO1 400.1524709 MHz
NUC1 1H

Pl 9.69 usec

PLWI1 15.00300026 W

F2 - Processing parameters
SI 6555'6
SF 400.1500007 MHz

WDW EM
SSB 0

LB 0.30 Hz
GB 0

PC 1.00
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Current Data Parameters

NAME FBZ-82
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20191025

Time 4.00 h
INSTRUM spect
PROBHD Z116098 0436 (
PULPROG zg30

™D 653
SOLVENT CDCI3
NS

DS 2

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 64.09

DW 62.400 usec
DE 6.50 usec

TE 297.8 K

D1 1.00000000 sec
TDO 1

SFO1 400.1524709 MHz
NUC1 1H

Pl 9.69 usec

PLW1 15.00300026 W

F2 - Processing parameters
5?6

SI 65

SF 400.1500062 MHz
WDW EM

SSB 0

LB 0.30 Hz

GB 0

PC 1.00
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Current Data Parameters
NAM L

EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20220221

Time 9.19h

INSTRUM spect
PROBHD Z116098_0436 (

PULPROG zg30
TD 6
SOLVENT CDCI3
NS

DS 2

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 64.09

bw 62.400 usec
DE 6.50 usec

TE 208.0K

D1 1.00000000 sec
TDO 1

SFO1 400.1524709 MHz
NUCI

Pl 9.78 usec
PLWI 15.00300026 W

F2 - Processing parameters
SI 65536

SF 400.1500046 MHz
WDW EM

S5B 0
LB 0.30 Hz
GB 0
PC 1.00
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Current Data Parameters
NAME LXT-84-1
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20220506

Time 10.00 b
INSTRUM spect
PROBHD Z116098_0436 (

PULPROG zg30
TD 65536
SOLVENT CDCI3
NS 16

DS 2

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 127.24

DW 62.400 usec
DE 6.50 usec

TE 208.0 K

D1 1.00000000 sec
TDO

SFO1 400.1524709 MHz
NUCI IH

P1 9.78 usec

PLW1 15.00300026 W

F2 - Processing parameters
SI 65536

SF 400.1500000 MHz
WDW EM

SSB 0
LB 0.30 Hz
GB 0
PC 1.00
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NNNNKNKNKN© 5 ¥ EXPNO 1
W | | I PROCNO 1
F2 - Acquisition Parameters
Date_ 20210517
Time 8.18h
INSTRUM spect
PROBHD Z116098_0436 (
PULPROG zg30
SOLVENT DMSO
NS 3
DS 2
SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 127.24
DWW 62.400 usec
DE 6.50 usec
TE 298.0K
D1 1.00000000 sec
TDO 1
SFO1 400.1524709 MHz
NUCI
P1 9.78 usec
PLW1 15.00300026 W
F2 - Processing parameters
S1 65536
\S,\FDW 400.[50(]]913{0 MHz
M, AN L SSB 0
LB 0.30 Hz
T T T T T T T T T T T T T T T T T GB 0
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Current Data Parameters
NAME LXT-11-1
EXPNO

PROCNO 1

F2 - Acquisition Parameters
Date_ 20210324

Time 9.40 h
INSTRUM spect
PROBHD Z116098_0436 (
PULPROG zg30

™D 65536
SOLVENT DMSO
NS 32

DS 2

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 127.24

DW 62.400 usec
DE 6.50 usec

TE 298.0K

D1 1.00000000 sec
TDO

L
SFO1 400.1524709 MHz
1H

P1 9.78 usec
PLWI1 15.00300026 W

F2 - Processing parameters
SI 65536

SF 400.1500029 MHz
WDW EM

SSB 0
LB 0.30 Hz
GB

0
pPC 1.00
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Current Data Parameters
NAME LXT-14
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date 0210120
Time 11.26 h
INSTRUM spect
PROBHD Z116098 0436 (

PULPROG zg30
D 65536
SOLVENT DMSO
NS

Ds 2

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 89.02

DW 62.400 usec
DE 6.50 usec

TE 298.0K

D1 1.00000000 sec
TDO 1

SFO1 400.1524709 MHz
NUC1 1H

P1 9.78 usec
PLW1 15.00300026 W

F2 - Processing parameters
Sl 65556
SF 400.1500001 MHz

WDW EM
SsB 0

LB 0.30 Hz
GB 0

PC 1.00
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NAME LXT-90
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20220422
Time 8.42h
INSTRUM spect
PROBHD Z116098_0436 (
PULPROG zg30

TD 65536
SOLVENT MeOD
NS 16

DS 2

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 30.51

DW 62.400 usec
DE 6.50 usec

TE 208.0K

D1 100000000 sec
TDO 1

SFO1 400.1524709 MHz
NUC1

P1 9.78 usec
PLW1 15.00300026 W
F2 - Processing parameters
SI 63536

SF 400.1500099 MHz
WD EM

SSB 0

LB 0.30 Hz

GB 0

PC 1.00
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Current Data Parameters
NAME FBZ-69
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20190708
Time 1735h
INSTRUM t
PROBHD 71 16053‘?(0436 (
PULFROG zg30

D 63336
SOLVENT CDC13
NS 80

Ds 2

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 89.02

DW 62.400 usec
DE 6.50 usec

TE 20BTE

D1 1.00000000 sec
TDO 1

SFO1 400.1524709 MHz
WL 1H

Pl 9.69 usec
PLW1 15.00300026 W
F2 - Processi ameters
SI 63336

SF 400.1500071 MHz
WDW EM

SSB

1B 0.30 Hz

GB 0

BC 1.00



LXT
MOUNTONROTO-OLOOVIOWVMITNONNOMOENDDOLO™=FTMMRMM©G®M T Current Data Parameters
BLONMDNOODONTN-ONCTNNOUNRTTNNMOONMNNDOROT TN D NAME LXT-16
OCNOON =" FTTOMNMOMOOOOONOILBANANNN=—COOHOO®
R R R R R e e R e e o R R N s RN K R b USRS B = B~ E?{cg]ég() 2]

RS SRR Ry

F2 - Acquisition Parameters
Date 20210310
Time 10.50h
INSTRUM spect
PROBHD Z116098_0436 (
PULPROG zg30
D 65536
SOLVENT CDCI3
NS 32
Ds 2
SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 111.98
DW 62.400 usec
DE 6.50 usec
TE 208.0K
DI 1.00000000 sec
TDO 1
SFO1 400.1524709 MHz
NUC1
Pl 9.78 usec
PLWI 15.00300026 W
F2 - Processing parameters
SI 65556
SF 400.1500083 MHz
WDW EM
LB 0.30 Hz

T T \ | | \ T T GB

7 1 0 ppm PC 1.00
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Current Data Parameters

NAME LXT-16
EXPNO 3
PROCNO 1

F2 - Acquisition Parameters
Date 20210312
Time 2141h

INSTRUM spect
PROBHD Z116098 0436

PULPROG  zgpg30

TD 655
SOLVENT CDCI3
NS 1024

SWH 24038.461 Hz
FIDRES 0.733596 Hz

AQ 1.3631488 sec
RG 202.1

DW 20.800 usec

DE 6.50 usee

TE 298.0 K

DI 2.00000000 sec
DIl 0.03000000 sec
TDO 1

SFOI 100.6278593 MHz
NUCI 13C

Pl 10.58 usec
PLWI 68.07700348 W
SFO2 400.1516006 MHz
NUC2 IH
CPDPRG[2  waltzl6
PCPD2 80.00 usec
PLW2 15.00300026 W
PLWI2 022421999 W
PLWI3 0.11260000 W

F2 - Processing parameters
I 32768

S 3

SF 100.6177975 MHz
WDW EM

SSB

LB 1.00 Hz

GB

PC 1.40
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TOOOVOTONOMNITLOMNMOMOMMA-TOTO-FTULOMMAMDONOVUOOOMNDD ™0 ™ Current Data Parameters
OO rE - TN TN~ TN T-TOOLLONLNTONNCTOANERGLN - ~O®© NAME LXT-18-1
—FOT-F0OOMET-LMOOMONDOTOHEOHOMOMANDLLLTONNNNTTT-TOODODOO O M ®
NN G FFEFFO OO EEaNNNNNNN TS TS e e~ ocoo  EXPNO 1

‘—%W PROCNO 1

7

F2 - Acquisition Parameters
Date 20210329
Time 8.39h
INSTRUM spect
PROBHD Z116098 0436 (
PULPROG zg30
D 655
SOLVENT CDCI3
NS
DS 2
SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 79.39
DW 62.400 usec
DE 6.50 usec
TE 298.0K
D1 1.00000000 sec
TDO 1
SFO1 400.1524709 MHz
NUC1 1H
Pl 9.78 usec
PLW1 15.00300026 W
F2 - Processing gammeters
Sl 65536
SF 400.1500069 MHz

_J WDW EM
SSB 0
LB 0.30 Hz

T T T T T GB 0
7 6 5 m PC 1.00

T T T
4 3 2 1 0 pp
8 ) SRR e
D e e ] e e e el e e e e e It
| ||| QWO |~=|C|e|m| =M~ |0 |O|M|N[O|m|w|O
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Current Data Parameters

NAME LXT-18-1
EXPNO

PROCNO 1

F2 - Acquisition Parameters
Date 20210330

Time 23.43 h
INSTRUM

PROBHD Z1 IGDQS 04:6t

PULPROG zgpe30
D 5536
SOLVENT CDCI3
NS 1024

DS

SWH 24038.461 Hz
FIDRES 0.733596 Hz
AD 1.363 1488 sec
RG 202.1

DW 20.800 usec
DE 6.50 usec

TE 2980 K

DI 200000000 sec
DIl 0.03000000 sec
TDO 1

SFO1 100.6278593 MHz
NUC1 13C

Pl 10.58 usec
PLWI 68.07700348 W
SFO2  400.1516006 MHz
NUC2 IH
CPDPRG[2 waltzl6
PCPD2 £0.00 usec
PLW2 15.00300026 W
PLWI2 0.22421999 W
PLWI3 0.11260000 W

- Processing paramctcrs
327

SF 100, 0]77979 MHz
DW

Wi
SSB 0

LB 1.00 Hz
GB 0

PC 1.40
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eV

_

5033
5.027

4.581

4.480
4.440
4.309
4.124
4.105
3.510

3.398
3.310

3.303
3.285
2.847

2.830
2.364

2.246
1.742
1.705
1.537
1.426
1.237
1.223
1.208
1.175
1.157
1.082
1.065
1.057
1.039
0.930
0.912

u\,w‘UU

0.893
0.875

Current Data Parameters

NAME LXT-21
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters

Date 20210408
Time 959 h
INSTRUM spect
PROBHD ZI 16098 0436 (
PULPROG zg30
TD 36
SOLVENT CDCI3
NS 32

DS 2

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 64.09

DW 62.400 usec
DE 6.50 usec

TE 298.0 K

D1 1.00000000 sec
TDO 1

SFO1 400.1524709 MHz
NUC1 1H

Pl 9.78 usec
PLW1 15.00300026 W

F2 - Processing garameters
S 65536

T
7.5

T
7.0

6.5

6.0

Oy

T
55

5.0

4.5

Ik

3.5

s rrrrwrw

30 25

1.5

s

I
SF 400.1500047 MHz
WD EM
SSB 0
LB 0.30 Hz
GB 0

m PC 1.00
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—174.57
—166.99
——164.52
_—156.96
—153.40

T~151.86

L

—145.18

103.84
102.55
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NN @
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7882
7593
7312

71.01

6793

=]
2

EEEERTRERY

JI‘ |

&
2

©
2
o

5150
4327
42.01

\|hn

39.66
3785
3646
36.06
34.96
2948

2894
26.04

i I” |

2580
2173
21.35
2112
1547
1361
1015

9.57
513

§

T
160

T
140

T
120

T
100

80

60

40 20
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Current Data Parameters

NAME LXT-21
EXPNO 3
PROCNO 1

F2 - Acquisition Parameters
Date 20210409
Time 4. 49 h

INSTRUM
PROBHD Z1 I(OQS ﬂd:ﬁ(
PULPROG zgpg30

D 63536
SOLVENT CDCI3
NS 1024

Ds 4

SWH 24038461 Hz
FIDRES 0.733596 Hz
AQ 1.3631488 sec
RG 202.1

DW 20.800 usec
DE 6.50 usec

TE 2980 K

DI 2.00000000 sec
DIl 0.03000000 sec
TDO 1

SFO!1 100.6278593 MHz
NUCl 13C

P1 10.58 usec
PLWI 68.07700348 W
SFO2  400.1516006 MHz
NUC2 IH
CPDPRG[2 waltz16
PCPD2 80.00 usec
PLW2 15.00300026 W
PLWI2 0.22421999 W
PLWI3  0.11260000 W

F2. Pmccssmg paramctcrs
SI

SF
WDW
SSB
LB
GB
PC

IOO f]?TDTS MHz

1.00 Hz
140
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4 374
4.128
4.110
3.514

3.330
3.306
3.288
2.842
2826
2.309
2.249

1.601

1.572
1.425
1.234
1.217

1.202
1.192
1.185
1.168
1.079
1.063
1.050
0.928
0.912

0.895
0.877

T T T T
75 70 65
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T
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1.0 ppm
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Current Data Parameters

NAME LXT-23
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters
Date 20210412

Time 10.05h
INSTRUM spect
PROBHD Z116098_0436 (
PULPROG zg30

TD 65536
SOLVENT cDCI3
NS

Ds 2

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 64.09

DW 62.400 usec
DE 6.50 usec

TE 208.0K

D1 1.00000000 sec
TDO

SFO1 400.1524709 MHz
NUC1 1H

P1 9.78 usec
PLW1 15.00300026 W

F2- Pm—cessmg gammeters
sl

SF 400 1500050 MHz
WDW EM

SsB 0

LB 0.30 Hz
GB 0

PC 1.00
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Current Data Parameters
NAME LXT-23
EXPNO 3
PROCNO 1

F2 - Acquisition Parameters
Date 20210413

Time 4 DR h
INSTRUM

PROBHD Z1 mugs 04:1‘;{
PULPROG  zgpg30

™D 36
SOLVENT CDCI3
NS 24

DS

SWH 24038461 Hz
FIDRES 0.733596 Hz
AQ 1.3631488 sec
RG 202.1

DW 20.800 usec
DE 6.50 usee

TE 2080 K

DI 2.00000000 sec
DIl 0.03000000 sec
TDO 1

SFO1 100.6278593 MHz
NuCl 13C

Pl 10.58 usec
PLWI 68.07700348 W
SFO2 400.1516006 MHz
NuC2 IH
CPDPRG[2 waltz 16
PCPD2 80.00 usec
PLW2 15.00300026 W
PLWI2 022421999 W
PLWI3 0.11260000 W

F2 - Processing parameters
SI 32768

SF 100.6177975 MHz
WDW EM

SSB 0

LB 1.00 Hz

GB 0

PC 140
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Current Data Parameters

NAME LXY-19
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20210402
Time 9.21h
INSTRUM spect
PROBHD Z116098_0436 (
PULPROG zg30

D 65536
SOLVENT CDCI3
NS 16

DS 2

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 3051

DW 62.400 usec
DE 6.50 usec

TE 298.0K

Dl 1.00000000 sec
TDO 1

SFO1 400.1524709 MHz
NUC1 1H

P1 9.78 usec

PLWI1 15.00300026 W

F2 - Processing parameters
SI 655?6
SF 400.1500035 MHz

WDW EM
SSB 0
LB 0.30 Hz
GB 0

1.00
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— 17466
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Current Data Parameters

NAME LXT-19
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date 20210402
Time 21.23h
INSTRUM spec:

t
PROBHD Z116098 0436 (

PULPROG  zgpg30
™ 655

SOLVENT CDCI3

NS 1024

DS

SWH 24038.461 Hz
FIDRES ~ 0.733596 Hz
AQ 1.3631488 sec
RG 202.1

DW 20,800 usec

DE 6.50 usec

TE 298.0 K

DI 200000000 sec
DIl 0.03000000 sec
DO 1

SFOl  100.6278593 MHz
NUCI 13C

Pl 10.58 usec
PLWI 6807700348 W
SFO2  400.1516006 MHz
NUC2 IH
CPDPRG[2  walizl6
PCPD2 80.00 usec
PLW2 1500300026 W
PLWIZ 022421999 W
PLWI3 011260000 W

F2 - Pracessing parameters
1 32768

S 3
SF 100.6177975 MHz
WDW EM

SSB 0

LB 1.00 Hz

GB 0

PC 140
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Current Data Parameters

NAME LXT-24
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters

Date 20210412
Time 10.11h
INSTRUM spect
PROBHD Z116098 0436 (
PULPROG zg30
TD 65536
SOLVENT CDCI3
NS 32
Ds 2
SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 79.39
DW 62.400 usec
DE 6.50 usec
TE 298.0K
D1 1.00000000 sec
TDO 1
SFO1 400.1524709 MHz
NUC IH
Pl 9.78 usec
PLW1 15.00300026 W
F2 - Processing parameters
SI 6555‘6
SF 400.1500062 MHz

l WDW EM
SSB 0
LB 030 Hz

f T T T T T T T T T T 1 GB 0
m PC 1.00

T T T
75 70 65 60 55 50 45 40 35 30 25 20 15
o) [0
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Current Data Parameters
N.

AME LXT-24
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210413
Time 511h
INSTRUM spect

PROBHD Z116098 0436 (
PULPROG zgpe30
6

D 6553
SOLVENT CDC13
NS 1024

DS

SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 1.363 1488 sec
RG 202.1

DW 20.800 usec
DE 6.50 usec

TE 2080 K

DI 2.00000000 sec
DIl 0.03000000 sec
TDO 1

SFO1 100.6278593 MHz
NUC1 13C

Pl 10.58 usec

PLWI 68.07700348 W
SFO2 400.1516006 MHz
IH

CPDPRG[2 waltz16
PCPD2 80.00 usec
PLW2 15.00300026 W
PLWI2 022421999 W
PLWI3 0.11260000 W
F2 - Processing parameters
SI 32768

SF 100.6177988 MHz
WDwW

SSB 0

LB 1.00 Hz

GB 0

PC 1.40
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LXT
MM T OO NN TN OO - T OO M - THO -~ OO NN - OMO T —0%h®© Current Data Parameters
MO NSO R NI NANCODORN OO IN RO BNOORNRNBN OGN NAME LXT-25
MM NR ORI T~ - NANANNNONMANCBYTIOMANA- SO0 0 ®
L T T R R R R R R T T e e e R~ A= R~ EXPNO 2

F2 - Acquisition Parameters

Date_ 20210427
Time 9.10 h
INSTRUM spect
PROBHD Z116098 0436 (
PULPROG zg30
D 65536
SOLVENT cDCI3
NS 32
Ds 2
SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 scc
RG 30.51
DW 62.400 usec
DE 6.50 usec
TE 298.0 K
D1 1.00000000 sec
TDO 1
SFO1 400.1524709 MHz
NUC1 1H
Pl 9.78 usec
PLW1 15.00300026 W
F2 - Processing gararneters
SI 65536
SF 400.1500025 MHz
WDW EM
SSB 0
LB 0.30 Hz
T T T T T T T T T T T 1 GB 0
70 65 60 55 50 25 20 1.5 10 ppm PC 1.00

T
4.0 35
[=]

T
3.0 pp
o SRR
e T D e ] e e e e o o
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—174.66
_—166.66
~——164.78
_—156.59
— 153,40
T~151.64

——145.59

UL

103.59
102.16

87.80

86.40
84.84

78.79
75.88
73.06
7093

69.15
68.10

656.57

61.86
50.98
4325
4193
4063
39.90
39.30
3597
3496
2963
28.85
28.05
26.15
26.00
2581

2908

2169
2135
2115
15.68
1345
10.14

9.37
497

|
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T
160
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T
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Current Data Parameters
NAME LXT-25
EXPNO 3
PROCNO 1

F2 - Acquisition Parameters
Date_ 2021042

Time 444h
INSTRUM spect
PROBHD Z116098 0436 (
PULPROG zgpg30

36

TD
SOLVENT CDC13
NS 750

DS
SWH 24038.461 Hz

FIDRES 0.733596 Hz
AQ 1.363 1488 sec
RG 202.1

DW 20.800 usec
DE 6.50 usec

TE 2980 K

DI 200000000 sec
DIl 0.03000000 sec
T 1

SFO1 100.6278593 MHz
NUC1 13C

Pl 10.58 usec

PLWI 68.07700348 W

SFO2  400.1516006 MHz
IH

CPDPRG[2 waltz|6
PCPD2 80.00 usec
PLW2 15.00300026 W
PLWI2 022421999 W
PLWI3 0.11260000 W

F2 - Processing parameters
32768

SF 100.6177975 MHz

WDW EM

SSB
LB 1.00 Hz
GB

PC 140
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Current Data Parameters

NAME LXT-27
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date 20210506
Time 9.31h
INSTRUM spect

P!
PROBHD Z116098 0436 (
PULPROG zg30
™D 536

65
SOLVENT cDci3
NS
DS 2
SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 47.35
DW 62.400 usec
DE 6.50 usec
TE 298.0 K
D1 1.00000000 sec
TDO 1
SFO1 400.1524709 MHz
NUC1
P1 9.78 usec
PLW1 15.00300026 W

F2 - Processing garameters
SI 65536

SF 400.1500034 MHz
WDW EM

SSB 0
LB 0.30 Hz
GEI 0

1.00
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Current Data Parameters
NAME LXT-27
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters
Date 20210511

Time 425h
[INSTRUM spect
PROBHD Z116098 0436 (
PULPROG zgpe30

TD 65336
SOLVENT CDClI3
NS 1024

Ds

SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 1.363 1488 sec
RG 202.1

DW 20.800 usec

DE 6.50 usec

TE 2980 K

DI 2.00000000 sec
DIl 0.03000000 sec
TDO 1

SFOI1 100.6278593 MHz
NUC1 13C

Pl 10.58 usec
PLWI 68.07700348 W
SFO2 400.1516006 MHz
NUC2 IH
CPDPRG[2 waltzl6
PCPD2 80.00 usec

PLW2 15.00300026 W
PLWI2 022421999 W
PLWI3 0.11260000 W

F2 - Processing parameters
S| 32768

SF 100.6177975 MHz
wDw EM

SSB 0

LB 1.00 Hz

GB 0

PC 140
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Current Data Parameters

NAME LXT-26
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20210427
Time 9.19h
INSTRUM spect

P!
PROBHD Z116098 0436 (
PULPROG zg30
536

TD 65
SOLVENT CDC13
NS 64

DS 2

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 40894465 sec
RG 111.98

Dw 62.400 usec
DE 6.50 usec
TE 298.0K

DI 1.00000000 sec
TDO 1

SFO1 400.1524709 MHz
NUC1 1H

P1 9.78 usec

PLW1 15.00300026 W
F2 - Processing gararneters
SI 65536
SF 400.1500080 MHz
WDW EM
SSB 0
LB 0.30 Hz

0

1.00
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Current Data Parameters

NAME LXT-26
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters
Date_ 20210429

Time 531h
INSTRUM spect
PROBHD Z116098 0436 (
PULPROG zepe30

™D 65536
SOLVENT CDCI3
NS 750

SWH 24038.461 Hz

FIDRES 0.733596 Hz

AQ 1.363 1488 sec

RG 202.1

DW 20.800 usec

DE 6.50 usec

TE 298.0 K

DI 2.00000000 sec

DIl 0.03000000 sec

TDO 1

SFO1 100.6278593 MHz

NUC1 13C

Pl 10.58 usec

PLWI 68.07700348 W

SFO2 400.1516006 MHz

NUC? IH

CPDPRG[2  waltzl6

PCPD2 80.00 usec

PLW2 15.00300026 W

PLWIZ 022421999 W

PLWI3  0.11260000 W

F2 - Processing parameters
32768

SF 1006177975 MHz

WDW EM

SSB 0

LB 1.00 Hz

GB 0

PC 1.40
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Current Data Parameters
NAME LXT-28-2
EXPNO

\\W pavo

F2 - Acquisition Parameters
Date_ 20210512
Time 9.56 h
INSTRUM spect
PROBHD Z116098 0436 (
PULPROG zg30
D 65536
SOLVENT CDCI3
NS 64
Ds 2
SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 64.09
DW 62.400 usec
DE 6.50 usec
TE 298.0 K
Dl 1.00000000 sec
TDO 1
SFO1 400.1524709 MHz
NUC1 1H
P1 9.78 usec
PLW1 15.00300026 W
F2 - Processing parameters
SI 65556
SF 400.1500050 MHz
d WDW EM
IR SSB 0
LB 0.30 Hz
r T T T T T T T T T T T T T T T T T 1 GB 0
85 80 75 70 65 60 55 50 45 40 35 30 25 20 1.5 1.0 ppm PC 1.00
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PROCNO 1

F2 - Acquisition Parameters
Date_ 20210514
Time 4.08h
INSTRUM spect
PROBHD Z116098 0436 (

PULPROG zgpg30
D

SOLVENT CDCI3
NS 1024

Ds

SWH 24038.461 Hz
FIDRES 0.733596 Hz

AQ 1.363 1488 sec
RG 202.1

DwW 20.800 usec

DE 6.50 usec

TE 2980 K

DI 200000000 sec
DIl 0.03000000 sec
TDO 1

SFO!1 100.6278593 MHz
NUC1 13C

P1 10.58 usec
PLWI 68.07700348 W
SFO2 400.1516006 MHz
NUC2 IH
CPDPRG[2 waltzl6
PCPD2 80.00 usec
PLW2 15.00300026 W
PLWI2 0.22421999 W
PLWI3 0.11260000 W

F2 - Processing parameters
1 32768
SF 100.6177975 MHz
WDW EM
SSB 0
T T T 1 AN (N B o
. d GB 0
PC 140

T

T T T
160 140 120 100 80 60 40 20 0 ppm



s

e

W

N\

LXT NS=64

Current Data Parameters
NAME LXT-74
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters

Date_ 20220114

Time 1427 h

INSTRUM spect

PROBHD Z116098_0436 (

PULPROG zg30

TD 65536

SOLVENT MeOD

NS

DS 2

SWH 8012.820 Hz

FIDRES 0.244532 Hz

AQ 4.0894465 sec

RG 30.51

DW 62.400 usec

DE 6.50 usec

TE 298.0K

Dl 1.00000000 sec

TDO 1

SFO1 400.1524709 MHz

NUC1

P1 9.78 usec

PLW1 15.00300026 W

F2 - Processing parameters

SI 65536

SF 400.1500085 MHz
LJ | V WDW EM

SSB 0
LB 0.30 Hz

T T T T T T I T T T T 1 T T T T GB 0

85 80 75 70 65 60 55 50 45 40 35 30 25 20 1.0 ppm pC L.0o

0.78

T
1.5
8 o[ (S (SRR B[N &) S| §
il |3 3| | S| | 3] 03| S| v ) 03] v if €3] ) o) Sf o)

0.98—
0.99,
1.96
203
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Current Data Parameters
NAME LXT-74

PROCNO 1
ion Parameters

20220115
11.17h

PULPROG zgpg3
™D 65536
SOLVENT MeOD
NS

DS

SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 13631488 sec
RG 202.1

DW 20.800 usec
DE 6.50 usec

TE 2080 K

D1 2.00000000 sec
DIl 0.03000000 sec
T 1

SFOIL 100.6278593 MHz
NUC1 13C

Pl 10.58 usec
PLWI1 68.07700348 W
SFO2 400.1516006 MHz
NUC2 1H
CPDPRG[2 waltz]6
PCPD2 80.00 usec
PLW2 15.00300026 W
PLWI2 0.22421999 W
PLWI3 0.11260000 W

F2 - Processing paramelers

SI 32768

SF 100.6180361 MHz
WD EM

SSB

LB 1.00 Hz

GB 0

PC 140
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Current Data Parameters

NAME LXT-91

EXPNO 1

PROCNO 1

F2 - Acquisition Parameters

Date_ 20220422

Time 8.50h

INSTRUM spect

PROBHD Z116098_0436 (

PULPROG zg30
536

SOLVENT MeOD

NS 64

DS 2

SWH 8012.820 Hz

FIDRES 0.244532 Hz

AQ 4.0894465 sec

RG 30.51

bw 62.400 usec

DE 6.50 usec

TE 298.0K

DI 1.00000000 sec

TDO 1

SFO1 400.1524709 MHz

NUC1

Pl 9.78 usec

PLW1 1500300026 W

F2 - Processing parameters
S1 635536

SF
WDW

SSB
LB
GB
pPC

400.1500090 MHz
EM

0
0.30 Hz

0
1.00
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Current Data Parameters

NAME LXT-91
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20220426
Time 1255h
INSTRUM 5

pect
PROBHD Z152837_0001 (
PULPROG  zgpg30
™ 65536
SOLVENT MeOD
NS 951

DS 4

SWH 42613.637 Hz
FIDRES 1.300465 Hz
AQ 07689557 sec
RG 187.62

DW 11.733 usec
DE 18.00 usec
TE 2980 K

D1 2 sec
D11 0.03000000 sec
TDO

SFO1 176.0704628 MHz
NUCL 13C

Pl 12.87 usec

PLW1 26.46899986 W
SFO2 7001528006 MHz
IH

CPDPRG[2 waltzl6
PCPD2 65.00 usec
PLW2 10.69499969 W
PLWI2 0.26130000 W
PLWI3  0.13158000 W

F2 - Processing parameters
SI 32768

SF 176.0528575 MHz
WDW EM

55B 0

LB 1.00 Hz

GB 0

PC 1.40
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Current Data Parameters.
NAM X

EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20220418
Time 1020 h
INSTRUM spect

PROBHD Z116098_0436 (
PULPROG

TD 65536
SOLVENT

MeOD
NS
DS 2
SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 3051
DW 62.400 usec
DE 6.50 usec
TE 208.0K
DI 1.00000000 sec
TDO 1
SFO1 400.1524709 MHz
NUCI IH
P1 9.78 usec
PLWI1 15.00300026 W

F2 - Processing parameters
SI 65536

SF 400.1500087 MHz
WDW EM

SSB 0
LB 0.30 Hz
GB 0
pPC 1.00
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Current Data Parameters

NAME LXT-89
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters
Date_ 0220419
Time 16.52 h
INSTRUM spect
PROBHD Z152837_0001 {
PULPROG zgpg3l
D 65536
SOLVENT MeOD
NS 671

DS 4

SWH 42613637 Hz
FIDRES 0650232 Hz
AQ 0.7689557 sec
RG 187.62

DW 11.733 usec
DE 18.00 usec

TE 298.0K

D1 2.00000000 sec
D11 0.03000000 sec
TDO 1

SFO1 176.0704628 MHz
NUCI1 13C

Pl 12.00 usec
PLW1 2646899986 W
SFO2 T00.1528006 MHz
NUC2 1H
CPDPRG[2 waltz16
PCPD2 65.00 usec
PLW2 10.69499969 W
PLW12 0.36452001 W
PLWI13 0.18355000 W

S1

SF
WDW
SSB
LB
GB
PC

F2 - Processing parameters
32768

176.0528575 MHz
EM

0
1.00 Hz
0

140
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Current Data Parameters

NN OO -~ OrrhN O~ 0O - -NO0O T -OhoOLON"="=O =0
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\/ - AR PROCNO 1

F2 - Acquisition Parameters
Date_ 20220419
Time 16.17h
INSTRUM spect
PROBHD Z116098_0436 (
PULPROG zg30
™D 65536
SOLVENT MeOD
NS 64
DS 2
SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 64.09
DW 62.400 usec
DE 6.50 usec
TE 298.0K
D1 1.00000000 sec
TDO 1
SFO1 400.1524709 MHz
NUCI 1H
Pl 9.78 usec

PLWI 15.00300026 W

F2 - Processing parameters

SI 65536

SF 400.1500091 MHz
WDW EM
SSB 0
LB 0.30 Hz

T 1 I I 1 i T 1 I 1 T i I i I T GB U

80 75 70 65 60 55 50 45 40 35 30 25 20 15 1.0 ppm pC 1.00

1.01
1.01

.00
3.27,
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Current Data Parameters

NAME LXT-88
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters
Date_ 20220421
Time 15.19h
INSTRUM spect
PROBHD Z152837_0001 (
PULPROG zgpa30
D 65536
SOLVENT MeQD
NS 640

DS 4

SWH 42613.637 Hz
FIDRES 0650232 Hz
AQ 0.7689557 sec
RG 187.62

Dw 11.733 usec
DE 18.00 usec
TE 2080 K

D1 200000000 sec
Dil 0.03000000 sec
TDO 1

SFOI1 176.0704628 MHz
NUC1 13C

Pl 12,00 usec
PLWI 26.46899986 W
SFO2 700.1528006 MHz
NUC2 1H
CPDPRG([2 waltz16
PCPD2 65.00 usec
PLW2 10.69499969 W
PLWI12 036452001 W
PLW13 0.18355000 W
F2 - Processing parameters
SI 32768

SF 176.0528575 MHz
WDW EM

SSB 1]

LB 1.00 Hz

GB 0

FC 1.40
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Current Data Parameters

NAME LXT-32-1
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20210617
Time 917 h
INSTRUM spect
PROBHD Z116098_0436 (
PULPROG zg30

TD 65536
SOLVENT DMSO
NS

DS 2

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 79.39

Dw 62.400 usec
DE 6.50 usec

TE 303.0K

Dl 1.00000000 sec
TDO 1

SFO1 400.1524709 MHz
NUC1 1H

Pl 9.78 usec
PLW1 15.00300026 W

F2 - Processing parameters
S1 65536

SF 400.1500027 MHz
WDwW EM

SSB 0
LB 0.30 Hz
GB 0
PC 1.00
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Current Data Parameters

NAME LXT-32-1
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20210618
Time 1144h
INSTRUM spect
PROBHD Z152837 0001 (
PULPROG zgpg30
TD 36
SOLVENT DMSO
NS 600

DS 4

SWH 42613.637 Hz
FIDRES 0.650232 Hz
AQ 0.7689557 sec
RG 187.62

DW 11.733 usec
DE 18.00 usec

TE 2080 K

D1 2.00000000 sec
D11 0.03000000 sec
TDO 1

SFOI 176.0704628 MHz
NUCI 13C

Pl 12.00 usec
PLW1 26.46899986 W
SFO2 700.1528006 MHz
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 65.00 usec
PLW2 1069499969 W
PLW12 0.36452001 W
PLWI13 0.18355000 W

SI
SF
WDW

F2 - Processing parameters
32768

1760528575 MHz
EM

0
100 Hz

0
140
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Current Data Parameters

NAME LXT-30-2
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20210528

Time 845h
INSTRUM spect
PROBHD Z116098_0436 (

PULPROG zg30
TD 65536
SOLVENT DMSO
NS 64
DS 2
SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 40894465 sec
RG 98.25
DW 62.400 usec
DE 6.50 usec
TE 2969 K
D1 1.00000000 sec
TDO 1
SFO1 400.1524709 MHz
NUC1
Pl 9.78 usec
PLW1 15.00300026 W
F2 - Processing parameters
S1 65536
SF 400.1500031 MHz
| LU
A 1 SSB 0

LB 0.30 Hz

T T T T T T T T T T T GB 0

11 10 9 8 7 6 2 ppm PC 1.00
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Current Data Parameters

NAME LXT-30-C
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210728
Time 1520 h
INSTRUM spec!
PROBHD ZISZS'!? OODI
PULPROG zepe30
65536

D
SOLVENT MeOD
NS 407

D 4
SWH 42613.637 Hz

FIDRES 0.650232 Hz
AQ 07689557 sec
RG 187.62
DW 11.733 usec
DE 18.00 usec
TE 2080 K
D1 200000000 sec
D11 0.03000000 sec
TDO 1
SFOI1 176.0704628 MHz
\L’Cl 13C

12.00 usec
I’LW 2646899986 W
SFO2 700.1528006 MHz
NUC2 1H
CPDPRG[2 waltz16
PCPD2 65.00 usec
PLW2 10.69499969 W
PLW12 0.36452001 W
PLW13 018355000 W

F2 - Processing parameters

SI 8

SF 176.0528575 MHz
DW EM

SSB 0

LB 1.00 Hz
GB 1]
PC 140
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Current Data Parameters
E LX

EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20220418
Time 10.07 h

INSTRUM spect
PROBHD Z116098_0436 (
PULPROG zg30

TD 65536
SOLVENT MeOD
NS 64

DS 2

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 47.35

DW 62.400 usec
DE 6.50 usec

TE 298.0K

D1 1.00000000 sec
TDO 1

SFO1 400.1524709 MHz
NUC1 1H

P1 9.78 usec
PLW1 15.00300026 W

F2 - Processing parameters
SI 65536

SF 400.1500090 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00
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PROCNO 1

F2 - Acquisition Parameters

Date_ 20220419
Time 17 ]‘J h
INSTRUM

PROBHD Z152637 mm
PULPROG  zgpga0
™ 65536

SOLVENT MeOD
NS 474

D 4
SWH 42613 637 Hz
FIDRES 0.650232 Hz

AQ 0. ?63955? sec
RG 187

DW 11 731 usec
DE 18.00 usec
TE 2980 K

DI 25 sec
D11 0.03000000 sec
TDO 1

SFO1 1760704628 MHz
NUCI1 13C

P1 12.00 usec

PLW1 2646890086 W
SFO2 700.1528006 MHz
1H

CPDPRG[2 waltzl6
PCPD2 65.00 usec
PLW2 10.69499969 W
PLWI12 0.36452001 W
PLW13 018355000 W

F2 - Processing pa!ameleri
32768

sI
SF 176.0528575 MHz
W EM

Y N W] ||1\1| i T

PC 140
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Current Data Parameters
NAME LXT-37-1
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20210630

Time 1110 R
INSTRUM spect
PROBHD Z116098_0436 (

PULPROG zg30
TD 65536
SOLVENT CDCI3
NS

DS 2

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 30.51

DW 62.400 usec
DE 6.50 usec

TE 303.0K

D1 1.00000000 sec
TDO 1

SFO1 400.1524709 MHz
NUCI1 1H

Pl 9.78 usec
PLWI1 15.00300026 W
F2 - Processing parameters
S1 65536

SF 400.1500015 MHz
EM

WDW
SSB 0
LB 030 Hz
T T T T T T T T T 1 T 1 1 GB 0
75 70 65 60 55 50 45 4

.0 35 30 2

T 1
. 4 . : 3 ) 20 1.5 1.0 ppm pC 100
g3 S I st:(sﬁfﬂ. .
o= S| = - === S| 6] [©|o]~

3.48
3.19
3.93
2.17
6.70y
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Current Data Parameters
LXT-37-C

F2 - Acquisition Parameters
Date_ 0210730

888 83 ¥ BIB9S 3RES888 2583 88R55GR 235
E[s:g fﬂfg‘,? gmwwvmmmamhmv—nlnv—c-cac-mmwcaoiu:im'nrin'v—'-—‘;m'ddq
VT S N 2=
T T T T T T T T T

180 160 140 120 100 80 60 40 20 ppm

Time 11. "O h
INSTRUM
PROBHD Z1 i"%‘!‘? 0001 (
PULPROG zgpg30
TD 65536
SOLVENT CDCI3
N§ 402
DS 4
SWH 42613.637 Hz
FIDRES 0.650232 Hz
AQ 0.7689557 sec
RG 187.62
DwW 11.733 usec
DE 18.00 usec
TE 298.0K
DI 2.00000000 sec
DIl 0. 01000000 sec
TDO
SFO1 176 0?046’8 MHz
NUC1
P1 12 0[} usec
PLW1 2646899986 W
SFO2 T00. Ii’Sﬂ(}ﬁ MHz
NUC2
CPDPRG[2 “.l]lz 16
PCPD2 65.00 usec
PLW2 1069499969 W
PLW12 036452001 W
PLW13 0.18355000 W
F2 - Processing parameters
sI 32768
SF 176.0528575 MHz
WDW EM
S5B 0
LB 1.00 Hz
GB 0
PC 1.40
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Current Data Parameters
NAME LXT-33-2
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20210609

Time 9.23h
INSTRUM spect
PROBHD Z116098_0436 (

PULPROG zg30
TD 65536
SOLVENT CDCI3
NS
DS 2
SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 111.98
DW 62.400 usec
DE 6.50 usec
TE 303.0K
Dl 1.00000000 sec
TDO |
SFO1 400.1524709 MHz
NUC1
P1 9.78 usec
PLWI 15.00300026 W
F2 - Processing parameters
SI 65536

h SF 400.1500075 MHz

_,_ﬂh WDW EM
- SSB 0

LB 0.30 Hz
T T T T T T T T T T T T T T T T GB 0
75 70 65 60 55 50 45 40 35 30 25 20 15 1.0 05 ppm pC 1.00

N
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0.83
0.75
0.78
0.66
1.73
0.86
1.60
0.77.
0.94
3.32
0.77
641
348

2.34
1.08
2.14
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Current Data Parameters
NAME LXT-33-C
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 021073

Time IDS'? h
INSTRUM

PROBHD 215281'1 GI)UI(

PULPROG zgpg30
TD 6553
SOLVENT CDCI3
NS 11

DS 4

SWH 42613.637 Hz
FIDRES 0.650232 Hz
AQ 0.7689557 sec
RG 187.62

DW 11.733 usec
DE 18.00 usec
TE 2080 K

D1 200000000 sec
DIl 0. 07.000000 sec
TDO

SFO1 176 0704628 MHz
NUC1

Pl 12, 00 usec

PLWI 26.46899986 W
‘;FOQ 700.1528006 MHz

1H
waltz16

CPDPRGI2

D2 65.00 usec
PLW’ 10.69499969 W
PLW12 0.36452001 W
PLW13 0.18355000 W

F2 - Processing parameters

32768
SF 176.0528575 MHz
WD EM

SSB 0
LB 1.00 He
GB 0
PC 140
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Current Data Parameters
NAME LXT-85
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters

Date_ 20220422
Time 8.58h
INSTRUM spect
PROBHD Z116098_0436 (
PULPROG zg30
TD 65536
SOLVENT MeOD
NS
DS 2
SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 79.39
DW 62.400 usec
DE 6.50 usec
TE 208.0K
DI 1.00000000 sec
TDO 1
SFO1 400.1524709 MHz
NUC1
Pl 9.78 usec
PLW1 15.00300026 W
F2 - Processing parameters
S1 65536
SF 400.1500095 MHz
L WDW EM
. SSB 0

LB 0.30 Hz
T T T T T T T T T T GE 0
9 8 7 6 5 4 3 2 1 0 ppm pC 1.00
E[ES B
S| i
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Current Data Parameters
NAME LXT-93
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters

Date_ 20220501
Time 18.27h
INSTRUM spect
PROBHD Z116098_0436 (
PULPROG zg30

TD 65536
SOLVENT MeOD
NS 64

Ds 2

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 7199

DW 62.400 usec
DE 6.50 usec

TE 298.0K

DI 1.00000000 sec
TDO 1

SFO1 400.1524709 MHz
NUC1 1H

Pl 9.78 usec
PLW1 15.00300026 W
F2 - Processing parameters
SI 65536

SF 400.1500099 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0
T T T T T T T T T T T T T T T PC 100

40 35 30 25 20 1.

g i . . . 4.5 5 ppm
N )

8 I R R R R R R R R R R R R

S S ~ S SIS -~ S NN R
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215
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Current Data Parameters
NAME LXT-93
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20220505
Time 11 11 h
INSTRUM

PROBHD ZIS28‘37 OOOI[

PULPROG 7epg30
TD 6553
SOLVENT MeOD
NS 200

Ds 4

SWH 42613.637 Hz
FIDRES 0.650232 Hz
AQ 0.7689557 sec
RG 187.62

DW 11.733 usec
DE 18.00 usec
TE 980K

D1 2.00000000 se
D1l 0. 03000000 sec
TDO

SFOI1 176. 0?040’8 MHz
NUC1

Pl 12 8? usec
PLW1 2646899986 W
SFO2 700.1528006 MHz
NUC2 1H
CPDPRG[2 waltz16
PCPD2 65.00 usec
PLW2 10.69499969 W
PLWI2 0.26130000 W
PLW13 0.13158000 W

F2 - Processing parameters
s 30768

SF 176.0528575 MHz
WDW EM

SSB 0

LB 1.00 Hz

GB 0

PC 140
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Current Data Parameters
NAME LXT-86
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20220419
Time 16.09 h
INSTRUM spect
PROBHD Z116098_0436 (
PULPROG zg30

36

TD 655
SOLVENT MeOD

NS

DS 2

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 40894465 sec
RG 71.99

DW 62.400 usec
DE 6.50 usec

TE 208.0K

D1 1.00000000 sec
TDO 1

SFO1 400.1524709 MHz
NUC1

P1 9.78 usec

PLWI 15.00300026 W

F2 - Processing parameters
65536

SI
SF 400.1500091 MHz
l iJ J WDW EM
U SSB 0
LB 0.30 Hz
T 1 T T T I I T T T T T i T T T GB
85 80 75 70 65 60 55 50 45 40 35 30 25 20 ppm

0
1.0 PC 1.00

T
1.5
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Current Data Parameters

NAME LXT-86
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters
Date_ 0220421
Time 1443 h
INSTRUM spect
PROBHD Z152837 0001 (
PULPROG zgpg30
TD 65536
SOLVENT MeOD
NS 1200

DS 4

SWH 42613.637 Hz
FIDRES 0650232 Hz
AQ 0.7689557 sec
RG 187.62

DW 11.733 usec
DE 18.00 usec
TE 2080 K

DI 2. seC
DI1 0.03000000 sec
TDO 1

SFO1 176.0704628 MHz
NUC1 13C

Pl 12.00 usec
PLW1 26.46899986 W
SFO2 700.1528006 MHz
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 65.00 usec
PLW2 10.69499969 W
PLW12 0.36452001 W
PLW13 0.18355000 W
F2 - Processing parameters
SI 32768

SF 176.0528575 MHz
WDW EM

SSB 0

LB 1.00 Hz

GB 1]

PC 140



